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Schrodinger & Dirac equations, Hy = Ly

formulate potentially exact 1. Structure of the exact wave function (2000)
wave function = exact structure
-iterative complement (IC) theory
singularity problem: 2. Inverse Schrodinger equation (2002)
divergence of integrais *to solve singularity problem
=full CI

3. Scaled Schrodinger equation (2004)
»overcome singularity problem

o - free complement (FC) theory
variational collapse

4. Solve Dirac-Coulomb equation (2005)
*inverse variation method

* exact balance between large & small
super-accurate results!

5. Solve Schrodinger equations of very small
atoms & molecules
* world most accurate results, automatically

6. LSE method (2007 -)
*integral-free
»applied to many small atoms and molecules
- efficient anti-symmetrization

integration difficulty

efficiency . .

7. New algorithm for efficiency
predictive »local sampling

guantum »from atom to molecule method

chemistry More efficient methods
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